Vibrational spectra of phenyl acridine-9-carboxylates and their 10-methylated cations: A theoretical and experimental study.
Infrared spectra of phenyl acridine-9-carboxylates and their 10-methylated cationic derivatives were recorded and discussed. Experimental data were compared with theoretically predicted transitions at the DFT level of theory (using the B3LYP functional and 6-31G** basis set) for optimized geometries of molecules. Substitution influences the values of the wavenumbers of characteristic stretching and bending modes, i.e. those corresponding to ester groups and fragments of molecules containing a heterocyclic nitrogen atom. The experimentally determined transitions of selected groups of atoms correlate well with the theoretically predicted values. Interdependences among some theoretically derived physicochemical features of the compounds and IR frequencies of selected bands are also discussed.